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CHARGE 
#Keyw Weight Atom (a5,1x,f6.2,1x,i4) 
H3SiCl               1.0  1   0.500 
H3SiCl               1.0  2  -0.074 
H3SiCl               1.0  3  -0.074 
H3SiCl               1.0  4  -0.074 
H3SiCl               1.0  5  -0.277 
SiCl4                1.0  1   0.565 
SiCl4                1.0  2  -0.141 
SiCl4                1.0  3  -0.141 
SiCl4                1.0  4  -0.141 
SiCl4                1.0  5  -0.141 
H2SiCl2              1.0  1   0.577 
H2SiCl2              1.0  2  -0.058 
H2SiCl2              1.0  3  -0.058 
H2SiCl2              1.0  4  -0.230 
H2SiCl2              1.0  5  -0.230 
SiH4                 1.0  1   0.335 
SiH4                 1.0  2  -0.084 
SiH4                 1.0  3  -0.084 
SiH4                 1.0  4  -0.084 
SiH4                 1.0  5  -0.084 
HSiCl3               1.0  1   0.593 
HSiCl3               1.0  2  -0.037 
HSiCl3               1.0  3  -0.185 
HSiCl3               1.0  4  -0.185 
HSiCl3               1.0  5  -0.185 
ENDCHARGE 
 
GEOMETRY 
#Keyw Weight At1 At2 At3 At4 #Lit (a5,1x,f6.2,1x,4i4,f10.4) 
MTS                1.0    4  1         1.859 
MTS                1.0    4  6         2.065 
MTS                1.0    1  2         1.094 
MTS                1.0    6  4  7      108.3 
MTS                1.0    6  4  1      110.6 
MTS                1.0    2  1  3      108.7 
MTS                1.0    4  1  2      110.2 
H3CCl              1.0    1  5         1.802 
H3CCl              1.0    1  2         1.089 
H3CCl              1.0    5  1  4      108.4  
H3CCl              1.0    4  1  3      110.5 
HCl                1.0    1  2         1.286 
H3SiCl             1.0    1  5         2.080 
H3SiCl             1.0    1  2         1.480 
H3SiCl             1.0    5  1  2      108.6 
H3SiCl             1.0    2  1  4      110.4 
H3CCl              1.0    2  1  3      108.42 
H3CH2CH2CCl        1.0    2  1  5      111.9 
H2CCl2             1.0    2  1  5      113.20  
H3SiCl             1.0    2  1  5      108.6 
H3SiH2SiH2SiCl     1.0    2  1  5      110.80 
ENDGEOMETRY 
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ENERGY   
#Weigh op1 Key1  n1  op2 Key2  n2  op3 Key3  n3  op4 Key4  n4  op5 Key5  n5  
#Lit (f6.2,5(1x,a1,3x,a5,1x,i3),f10.4)   
# C-Cl dissociation curve (e.g H3CCl_140 means C-Cl bond is 1.40 Angstrom) 
1.0  +   H3CCl_140 /1  -  H3CCl /1  70.40 
1.0  +   H3CCl_150 /1  -  H3CCl /1  31.31 
1.0  +   H3CCl_160 /1  -  H3CCl /1  10.5842 
1.0  +   H3CCl_170 /1  -  H3CCl /1  1.22 
1.0  +   H3CCl_190 /1  -  H3CCl /1  0.91 
1.0  +   H3CCl_200 /1  -  H3CCl /1  5.36 
1.0  +   H3CCl_210 /1  -  H3CCl /1  11.21 
1.0  +   H3CCl_220 /1  -  H3CCl /1  17.69 
1.0  +   H3CCl_230 /1  -  H3CCl /1  24.36 
1.0  +   H3CCl_240 /1  -  H3CCl /1  30.95 
1.0  +   H3CCl_250 /1  -  H3CCl /1  37.40 
1.0  +   H3CCl_260 /1  -  H3CCl /1  43.57 
1.0  +   H3CCl_270 /1  -  H3CCl /1  49.39 
1.0  +   H3CCl_280 /1  -  H3CCl /1  54.26 
1.0  +   H3CCl_290 /1  -  H3CCl /1  58.27 
1.0  +   H3CCl_300 /1  -  H3CCl /1  61.60 
1.0  +   H3CCl_310 /1  -  H3CCl /1  64.41 
1.0  +   H3CCl_340 /1  -  H3CCl /1  70.53 
1.0  +   H3CCl_370 /1  -  H3CCl /1  74.40 
1.0  +   H3CCl_400 /1  -  H3CCl /1  77.02 
1.0  +   H3CCl_430 /1  -  H3CCl /1  78.75 
1.0  +   H3CCl_460 /1  -  H3CCl /1  80.36 
1.0  +   H3CCl_490 /1  -  H3CCl /1  80.72 
1.0  +   H3CCl_510 /1  -  H3CCl /1  80.92 
1.0  +   H3CCl_600 /1  -  H3CCl /1  81.50 
1.0  +   H3CCl_700 /1  -  H3CCl /1  81.69 
1.0  +   H3CCl_800 /1  -  H3CCl /1  81.81 
# H-Cl dissociation curvei (e.g HCl_0600 means H-Cl bond is 0.6 Angstrom) 
0.1  +   HCl_0600/1  -  HCl/1  843.81 
0.1  +   HCl_0683/1  -  HCl/1  514.63 
0.1  +   HCl_0766/1  -  HCl/1  306.93 
1.0  +   HCl_0849/1  -  HCl/1  176.29 
1.0  +   HCl_0932/1  -  HCl/1  95.06 
1.0  +   HCl_1015/1  -  HCl/1  46.26 
1.0  +   HCl_1098/1  -  HCl/1  18.60 
1.0  +   HCl_1181/1  -  HCl/1  4.96 
1.0  +   HCl_1264/1  -  HCl/1  0.20 
1.0  +   HCl_1347/1  -  HCl/1  1.26 
1.0  +   HCl_1430/1  -  HCl/1  5.83 
1.0  +   HCl_1513/1  -  HCl/1  12.65 
1.0  +   HCl_1596/1  -  HCl/1  20.68 
1.0  +   HCl_1679/1  -  HCl/1  29.22 
1.0  +   HCl_1596/1  -  HCl/1  20.68 
1.0  +   HCl_1762/1  -  HCl/1  37.98 
1.0  +   HCl_1845/1  -  HCl/1  46.59 
1.0  +   HCl_1928/1  -  HCl/1  54.85 
1.0  +   HCl_2094/1  -  HCl/1  70.03 
1.0  +   HCl_2343/1  -  HCl/1  84.99 
1.0  +   HCl_2592/1  -  HCl/1  93.01 
1.0  +   HCl_2675/1  -  HCl/1  94.77 
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1.0  +   HCl_2841/1  -  HCl/1  97.44 
1.0  +   HCl_3090/1  -  HCl/1  99.95 
1.0  +   HCl_3422/1  -  HCl/1  102.68 
1.0  +   HCl_3837/1  -  HCl/1  102.97 
1.0  +   HCl_4252/1  -  HCl/1  103.05 
1.0  +   HCl_4667/1  -  HCl/1  103.07 
1.0  +   HCl_1.00/1  -  HCl/1  103.10 
# Si-Cl dissociation curve (e.g H3SiCl_1664 means Si-Cl bond is 1.664 Angstrom) 
1.0  +   H3SiCl_1664/1  -  H3SiCl/1  66.98 
1.0  +   H3SiCl_1749/1  -  H3SiCl/1  36.26 
1.0  +   H3SiCl_1835/1  -  H3SiCl/1  17.11 
1.0  +   H3SiCl_1920/1  -  H3SiCl/1  6.23 
1.0  +   H3SiCl_2006/1  -  H3SiCl/1  1.14 
1.0  +   H3SiCl_2177/1  -  H3SiCl/1  1.62 
1.0  +   H3SiCl_2262/1  -  H3SiCl/1  5.02 
1.0  +   H3SiCl_2348/1  -  H3SiCl/1  9.56 
1.0  +   H3SiCl_2433/1  -  H3SiCl/1  14.78 
1.0  +   H3SiCl_2519/1  -  H3SiCl/1  20.37 
1.0  +   H3SiCl_2604/1  -  H3SiCl/1  26.10 
1.0  +   H3SiCl_2690/1  -  H3SiCl/1  31.80 
1.0  +   H3SiCl_2776/1  -  H3SiCl/1  36.18 
1.0  +   H3SiCl_2861/1  -  H3SiCl/1  41.60 
1.0  +   H3SiCl_2947/1  -  H3SiCl/1  46.83 
1.0  +   H3SiCl_3203/1  -  H3SiCl/1  61.09 
1.0  +   H3SiCl_3460/1  -  H3SiCl/1  72.84 
1.0  +   H3SiCl_3716/1  -  H3SiCl/1  82.69 
1.0  +   H3SiCl_3973/1  -  H3SiCl/1  90.58 
1.0  +   H3SiCl_4230/1  -  H3SiCl/1  96.33 
1.0  +   H3SiCl_4486/1  -  H3SiCl/1  101.18 
1.0  +   H3SiCl_4743/1  -  H3SiCl/1  104.79 
1.0  +   H3SiCl_1.00/1  -  H3SiCl/1  107.56 
# Cl-C-H angle dissociation curve (e.g H3CCl_584 means Cl-C-H angle is 58.4 
degrees) 
1.0  +  H3CCl_584/1   -  H3CCl/1   41.48 
1.0  +  H3CCl_684/1   -  H3CCl/1   28.17 
1.0  +  H3CCl_784/1   -  H3CCl/1   16.25 
1.0  +  H3CCl_884/1   -  H3CCl/1   7.30 
1.0  +  H3CCl_984/1   -  H3CCl/1   1.81 
1.0  +  H3CCl_1184/1  -  H3CCl/1   1.80 
1.0  +  H3CCl_1284/1  -  H3CCl/1   7.21 
1.0  +  H3CCl_1384/1  -  H3CCl/1   16.16 
1.0  +  H3CCl_1484/1  -  H3CCl/1   28.58 
1.0  +  H3CCl_1584/1  -  H3CCl/1   44.42 
1.0  +  H3CCl_1684/1  -  H3CCl/1   63.49 
# Cl-C-Cl angle dissociation curve (e.g H2CCl2_800 means Cl-C-Cl angle is 80.0 
degrees)  
1.0 + H2CCl2_800/1  - H2CCl2/1 41.97 
1.0 + H2CCl2_850/1  - H2CCl2/1 28.6 
1.0 + H2CCl2_900/1  - H2CCl2/1 18.37 
1.0 + H2CCl2_950/1  - H2CCl2/1 10.75 
1.0 + H2CCl2_1000/1 - H2CCl2/1 5.39 
1.0 + H2CCl2_1050/1 - H2CCl2/1 1.99 
1.0 + H2CCl2_1100/1 - H2CCl2/1 0.3 
1.0 + H2CCl2_1150/1 - H2CCl2/1 0.08 
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1.0 + H2CCl2_1200/1 - H2CCl2/1 1.13 
1.0 + H2CCl2_1250/1 - H2CCl2/1 3.33 
1.0 + H2CCl2_1300/1 - H2CCl2/1 6.58 
1.0 + H2CCl2_1350/1 - H2CCl2/1 10.77 
1.0 + H2CCl2_1400/1 - H2CCl2/1 15.77 
1.0 + H2CCl2_1450/1 - H2CCl2/1 21.55 
1.0 + H2CCl2_1500/1 - H2CCl2/1 28.01 
# H-Si-Cl angle dissociation curve (e.g H3SiCl_750 means H-Si-Cl angle is 75.0 
degrees) 
1.0 + H3SiCl_750/1  - H3SiCl/1 18.66 
1.0 + H3SiCl_800/1  - H3SiCl/1 13.25 
1.0 + H3SiCl_850/1  - H3SiCl/1 8.84 
1.0 + H3SiCl_900/1  - H3SiCl/1 5.35 
1.0 + H3SiCl_950/1  - H3SiCl/1 2.75 
1.0 + H3SiCl_1000/1 - H3SiCl/1 1.04 
1.0 + H3SiCl_1050/1 - H3SiCl/1 0.16 
1.0 + H3SiCl_1100/1 - H3SiCl/1 0.02 
1.0 + H3SiCl_1150/1 - H3SiCl/1 0.56 
1.0 + H3SiCl_1200/1 - H3SiCl/1 1.75 
1.0 + H3SiCl_1250/1 - H3SiCl/1 3.63 
1.0 + H3SiCl_1300/1 - H3SiCl/1 6.08 
1.0 + H3SiCl_1350/1 - H3SiCl/1 9.08 
1.0 + H3SiCl_1400/1 - H3SiCl/1 12.7 
# Cl-Si-C angle dissociation curve (e.g MTS_800 means Cl-Si-C angle is 80.0 
degrees) 
1.0 + MTS_800/1  - MTS/1 21.97 
1.0 + MTS_850/1  - MTS/1 14.1563 
1.0 + MTS_900/1  - MTS/1 8.49052 
1.0 + MTS_950/1  - MTS/1 4.51463 
1.0 + MTS_1000/1 - MTS/1 1.92929 
1.0 + MTS_1050/1 - MTS/1 0.507353 
1.0 + MTS_1100/1 - MTS/1 0.000953569 
1.0 + MTS_1150/1 - MTS/1 0.302158 
1.0 + MTS_1200/1 - MTS/1 1.34194 
1.0 + MTS_1250/1 - MTS/1 3.06696 
1.0 + MTS_1300/1 - MTS/1 5.37494 
1.0 + MTS_1350/1 - MTS/1 8.31231 
1.0 + MTS_1400/1 - MTS/1 11.859 
1.0 + MTS_1450/1 - MTS/1 15.983 
1.0 + MTS_1500/1 - MTS/1 20.5971 
# Cl-Si-Cl angle dissociation curve (e.g MTS2_500 means Cl-Si-Cl angle is 50.0 
degrees) 
1.0 + MTS2_500/1  - MTS/1 99.0714 
1.0 + MTS2_600/1  - MTS/1 88.6404 
1.0 + MTS2_700/1  - MTS/1 50.7959 
1.0 + MTS2_800/1  - MTS/1 23.2213 
1.0 + MTS2_900/1  - MTS/1 8.36063 
1.0 + MTS2_1000/1 - MTS/1 1.54588 
1.0 + MTS2_1100/1 - MTS/1 0.0442517 
1.0 + MTS2_1200/1 - MTS/1 2.40494 
1.0 + MTS2_1300/1 - MTS/1 7.95651 
1.0 + MTS2_1400/1 - MTS/1 16.0012 
1.0 + MTS2_1500/1 - MTS/1 26.2572 
1.0 + MTS2_1600/1 - MTS/1 38.4434 
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1.0 + MTS2_1700/1 - MTS/1 52.0453 
1.0 + MTS2_1800/1 - MTS/1 63.7929 
# C-C-Cl angle dissociation curve (e.g H3CH2CH2CCl_800 means C-C-Cl angle is 
80.0 degrees) 
1.0 + H3CH2CH2CCl_800/1  -  H3CH2CH2CCl/1 34.56 
1.0 + H3CH2CH2CCl_850/1  -  H3CH2CH2CCl/1 23.26 
1.0 + H3CH2CH2CCl_900/1  -  H3CH2CH2CCl/1 14.497 
1.0 + H3CH2CH2CCl_950/1  -  H3CH2CH2CCl/1 8.107 
1.0 + H3CH2CH2CCl_1000/1 -  H3CH2CH2CCl/1 3.784 
1.0 + H3CH2CH2CCl_1050/1 -  H3CH2CH2CCl/1 1.198 
1.0 + H3CH2CH2CCl_1100/1 -  H3CH2CH2CCl/1 0.084 
1.0 + H3CH2CH2CCl_1150/1 -  H3CH2CH2CCl/1 0.227 
1.0 + H3CH2CH2CCl_1200/1 -  H3CH2CH2CCl/1 1.466 
1.0 + H3CH2CH2CCl_1250/1 -  H3CH2CH2CCl/1 3.69 
1.0 + H3CH2CH2CCl_1300/1 -  H3CH2CH2CCl/1 6.81 
1.0 + H3CH2CH2CCl_1350/1 -  H3CH2CH2CCl/1 10.76 
1.0 + H3CH2CH2CCl_1400/1 -  H3CH2CH2CCl/1 15.50 
1.0 + H3CH2CH2CCl_1450/1 -  H3CH2CH2CCl/1 20.98 
1.0 + H3CH2CH2CCl_1500/1 -  H3CH2CH2CCl/1 27.16 
# Si-Si-Cl angle dissociation curve (e.g H3SiH2SiH2SiCl_800 means Si-Si-Cl angle 
is 80.0 degrees) 
1.0 + H3SiH2SiH2SiCl_800/1  - H3SiH2SiH2SiCl/1 12.50 
1.0 + H3SiH2SiH2SiCl_850/1  - H3SiH2SiH2SiCl/1 8.198 
1.0 + H3SiH2SiH2SiCl_900/1  - H3SiH2SiH2SiCl/1 5.03 
1.0 + H3SiH2SiH2SiCl_950/1  - H3SiH2SiH2SiCl/1 2.77 
1.0 + H3SiH2SiH2SiCl_1000/1 - H3SiH2SiH2SiCl/1 1.25 
1.0 + H3SiH2SiH2SiCl_1050/1 - H3SiH2SiH2SiCl/1 0.35 
1.0 + H3SiH2SiH2SiCl_1100/1 - H3SiH2SiH2SiCl/1 0.004 
1.0 + H3SiH2SiH2SiCl_1150/1 - H3SiH2SiH2SiCl/1 0.178 
1.0 + H3SiH2SiH2SiCl_1200/1 - H3SiH2SiH2SiCl/1 0.832 
1.0 + H3SiH2SiH2SiCl_1250/1 - H3SiH2SiH2SiCl/1 1.93 
1.0 + H3SiH2SiH2SiCl_1300/1 - H3SiH2SiH2SiCl/1 3.47 
1.0 + H3SiH2SiH2SiCl_1350/1 - H3SiH2SiH2SiCl/1 5.45 
1.0 + H3SiH2SiH2SiCl_1400/1 - H3SiH2SiH2SiCl/1 7.96 
1.0 + H3SiH2SiH2SiCl_1450/1 - H3SiH2SiH2SiCl/1 10.73 
1.0 + H3SiH2SiH2SiCl_1500/1 - H3SiH2SiH2SiCl/1 13.99 
# Reactions 
1.0 + HCl/1  -  H/1 - Cl/1                     -104.20 
1.0 + HCl/1 + H/1 - H2/1 - Cl/1                   1.5 
1.0 + Cl/1 + Cl/1 - Cl2/1                        53.8 
1.0 + SiCl/1 - Si/1 - Cl/1                      -96.097 
1.0 + SiCl2/2 - Si/2 - Cl/1                     -96.025 
1.0 + SiCl3/3 - Si/3 - Cl/1                     -83.509 
1.0 + SiCl4/4 - Si/4 - Cl/1                     -86.751 
1.0 + SiCl/1   + Cl/1 - sicl2/1                  95.95 
1.0 + SiCl2/1  + Cl/1 - SiCl3/1                  58.47 
1.0 + SiCl3/1  + Cl/1 - SiCl4/1                  96.48 
1.0 + SiCl3/1  + SiCl3/1 - SiCl2/1 - SiCl4/1     37.99 
ENDENERGY 
 
